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ABSTRACT : 



PURPOSE: To easily select a substituent used as a substitute for a 
partial 

structure by deciding the name of a base section except the partial 
structure 

which is substituted in a chemical structure formula and displaying 
the 

characteristic of the base section through data base retrieval. 

CONSTITUTION: When a designer inputs a desired characteristic, a 

chemical 

material data base is retrieved and chemical structure formulas and 
characteristics are displayed. When the designer designates a 

partial 

structure to be substituted, a chemical structure formula (structure 
2) is 

displayed and a compound name and retrieval code are produced based 
on the 

structure 2 and, when the same compound is found as a result of the 
data base 
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retrieval, its characteristic is displayed. When the designer inputs 
a 

corresponding condition, a substituent data base is retrieved and the 
list of 

candidate substituents is displayed. When one of the candidates is 
selected, a 

substituted chemical structure formula (structure 3) is displayed 
and, when the 

same formula is found in the data base, the characteristic or 
estimated 

characteristic is displayed in comparison with the structure 1. 
Moreover, the 

list of compound means, etc., are displayed. 
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